Single-crystal X-ray study T = 295 K Mean '(C±C) = 0.006 A Ê R factor = 0.040 wR factor = 0.123 Data-to-parameter ratio = 11.0
The structure of the title compound, C 19 H 20 N 2 O 6 S, has been determined as part of an ongoing investigation into the preparation of bis-N-alkylated amino acids for subsequent alkene cross-metathesis reactions to generate dynamic combinatorial libraries. The overall molecular conformation is stabilized by well de®ned intramolecular CÐHÁ Á ÁO interactions.
Comment
The synthesis of a range of N-allyl substituted amino acids is desirable for the investigation of the biological applications of these molecules, as cross-metathesis of the allyl moieties permits a combinatorial approach to the generation of libraries for biological screening. In this approach, both protection and activation of the amino acid nitrogen is required in order to facilitate subsequent high-yielding monoallylation. The 2-nitrobenzenesulfonyl group (oNBS) is introduced prior to allylation and serves a dual role of protection and activation, with the electron-withdrawing effect of the oNBS group greatly increasing the acidity of the amino H atom.
The title compound, (I), crystallizes in the space group P2 1 2 1 2 1 with one molecule in the asymmetric unit (Fig. 1) . Molecules are separated by normal van der Waals distances. The bond lengths (Table 1 ) are in accord with conventional values (Allen et al., 1987) . The conformational structure and shape of the molecules of (I) appear to be determined by a number of well de®ned intramolecular CÐHÁ Á ÁO interactions (Table 2) with, for example, the 2-nitrobenzenesulfonyl group spiralling' above the plane of the carboxylate group to bring nitro atom O2 into close proximity to the carbon C7. It is of interest to note also in this structure, that the geometry about the amino N atom is almost trigonal planar with S1ÐN2ÐC10 = 116.7 (2) , S1ÐN2ÐC7 = 120.5 (2) and C7ÐN2ÐC10 = 118.8 (3) (AE = 355.9 ).
Experimental
Compound ( Hydrogen-bonding geometry (A Ê , ). View of the title compound, with the atom-numbering scheme. Displacement ellipsoids for non-H atoms are drawn at the 30% probability level.
